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1. Fragment criteria of the Drug Discovery Unit (DDU)’s fragment library 
 
Fragment criteriaa DDU range 
LogP -2 to 2 
LogD -2 to 2 
Heavy atom count 5 to 18 
Hydrogen bond acceptor ≤ 6 
Hydrogen bond donor ≤ 3 
Total polar surface area ≤ 90 
Rotable bonds ≤ 3 
Solubility Sample concentration > 1 mM based on comparison to residual DMSO-d6 peak. 
Stability < 1% increase in impurities after 48 hours 
Aggregation No evidence in the waterLOGSY of aggregation of the compound in buffer. 
Purity ≥ 95% 



















2. NMR spectra 
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